ASE [ JE

0PPT- Q002-p060-0026
STRUCTURE ACTIVITY TEAM REPORT :\“r_ef:_n04198 ’
Case #:

‘\'RQ

04/s BI? ((YESINO)
P-99-0510 DCN: ~
SAT Date: 3/5/99 |SAT Chair: V. Nabholz §
‘ Pl PSR |
Submitter: ./.J_ ;‘)
| B
‘Chemical Name: B - =
; s 0
* ) -3
- @
- *
CcASAN: ‘ Trade Name:
i
| P

UVINUL 4040 P

USRI f

509808003454 /1

tolecutar Wt. 48 1| WT%<500: WT%<1000:
P: 150.40 BP: >500 [Eq. wt:

120 Sot (g/L): 0.3300 V.P.

fax. Prod. Volume (kg/yr):

7.5E-9

N iPhysical State:
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Solid (orange powder)
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STRUCTURE ACTIVITY TEAM REPORT 05 March 1999 CBI
CASE NUMBER: P99~0510

RELATED CASES:

CONCLUSIONS/DISCUSSIONS >
TYPE OF CONCERN: HEALTH ECOTOX ’_ -
LEVEL: 1-2 2 h

RKEYWORDS: AQUATOX (A,C), LIVER, BLOOD; IMMUNO
SUMMARY OF ASSESSMENT:

FATE: Mw481;
solid with mp = 150 °C (M)
log K, = 0.26 for the with MW483 (ClogP): for the
parent: 1.51 (HPLC), 2.2 (SRC):
S > 40 g/L @ 20 °C (PMN), 180 mg/L (EAB); -
"half-life of the formamide = days at pH 7 and 25 °C;

) half-life of the N-O radical = weeks at pH 7 and 25 °C;
vp = 7.5E-9 mm Hg or torr € 25 °C (ICB):
bp >500 °C (P);:
H < 1.0E-8 (P);
log X, = 5.5 (P)7
log fish BCF = 0.46 (P):
POTW removal = 0O to 90% via sorption and possible partial
biodegradation:;
submitted test data for aerobic biodegradation were:
0 to 20% biodegradation in 28 d, thus not readily blodegradable,
time for complete ultimate aeroblc biodegradation >= months;
sorption to soils and sediments = very strong;
PBT Potential: P1B1T1 .
*CEB FATE: migration to ground water = negligible;

HEALTH: Absorption as a neat solid nil thru skin based on
physical/chemical propertles but poor in when in solution based on
physical/chemical properties; good thru 1lungs based on

physical/chemical properties; and poor thru GI tract based on
analogs;

submitted test data with this PMN were

rat acute oral LDO = 25.0 g/kg with no significant toxic 51gns,
rat acute dermal LDO = 2.0 g/kg with no 51gn1f1cant toxic signs;
mild and transient (2 d) skin irritation in rabbits;

mild and transient (3 d) eye irritation in rabbits;

Ames test was negative;

E. coli test was negative;

chromosome aberration test with CHV79 cells was negatlve,

no skin sensitization in guinea pigs (M&K);

rat 28-d subchronic oral-gavage NOAEL = 25 mg/kg/d and LOEL = 200
mg/kg/d with effects to liver, blood, specifically, hemolytic

A




effects, and potential immunotoxicity based on white blood cell
counts;

concern for 1liver toxicity, effects to blood, and possible
immunotoxicity based on submitted test data:

-

low to moderate concern. >
*CEB HEALTH: Exposures to humans: inhalation, dermal, ingestion,
and drinking water: -

ECOTOX: Predicted (P) and measured (M) toxicity values in mg/L
(ppn) are: _

fish 96-h LCS50 <= 1700.0 P
fish (2F) 96-h LC50 = 190.0 M S, M
daphnid 48-h LCS50 <= 100.0 P
daphnid 48-h LC50 = 8.2 M S,M
green algal 96-h EC50 <= 100.0 P
algal 72-h EC50-biom > 30.0 M S,M
P. putida 16-h ECS50 > 7600.0 M S,N
ss bacteria 3-h ECS50 > 700.0 M S,N
fish chronic value <= 100.0 P -
fish ChvVv = 20.0 P ZF96/ACR10
daphnid ChvV <= 10.0 P SAR
daphnid Chv = 0.800 P D48/ACR10
algal ¢chv <= 16.0 P
algal ChV-biom >= 30.0 M S,M
P. putida 16-h EC10 => 7600.0 M S,N
ss bacteria Chv => 700.0 M S,N
Predictions are based on SARs for using the
] ‘structure and excess toxicity due to the slow
. from the radical to the SAR chemical class

B -oxygen radical-bis; 1log K, for the
= 0.26 (ClogP); MwWa4sl; pH7; effective concentrations_
pased on 100% active ingredients and mean measured concentratiocns:
hardness <180.0 mg/L as CaCO03; and TOC <2.0 mg/L;
moderate concern;

assessment factor = 10.0
CC parent material = 0.080
cc product = 1.0

*CEB ECOTOX: All releases to surface waters;
XB: Testing desired.

SAT Co-chairperson: Vince Nabholz, 260-1271
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NCSAB SAT REPORT CBI? (Y/IN):

PMN: P-99-0510 CAS RN:
Chemical Name:

182235-14-9

lAnalogs:

lProduction Volut

Structure:

-

>

BEST COPY AVAILABLE -

Use:

Polymerization inhibitor for distillation of styrene.
STN file CA: 8 references found; 129:41523,129:82074, 128:230819, 128:61812, 128:61909, 128:61899,
127:248896, 125:275667. '

Formula: Eq Wit R !
Mol Weight: | 480.70Wt%<500: _ IWt%<1000 |
MP: 150.40 BP: >500 VP 7.5E-9
H20 Sol (g/L): Physical State: Solid (orange powderklog P: > 2o (-~ ., .
Endpoint (mg/L) Est. Value | Meas. Value Comments :
Fish 96-h > 1020 1 90

Daphnid 48-h lo2 e

Algal 96h {05 Yy ‘
Fish Chv S oo 2.0

Daphnid ChV ., Sy O

Algal Chv e B
BCF - |
CHEMICAL CLASS: SAR:

3

}ﬂ\‘ R
ECOTOX CONCERN| H @ L/r/ CONCERN CONCENTRATION |

DATE /5 /o o ASSESSOR:
/0




HO

N
o
N o
N
N
HO -
-
SMILES -
CHEM N
CAS Num: -
ChemIDl:
ChemID2Z:
ChemID3:
MOL WT : 482.71 ,
Log Kow: 0.26 (User entered) :
Melt Pt: 150.00 deg C
Wat Sol: 2.818E+004 mg/L (calculated) -
ECCSAR Class({es) Found
Predicted
SCOSAR Class : Organism Turation End Pt ng/L (ppm)
Neutral Organic SAR : Fish ld-day LCSO 21243.645
(Baseline Toxicity)
Fish ¢¢-nr LCSO0 1726.987
Daphnid 48-hr LC50 101.824
Green Algae 9%-hr ECS50 105.402
Green Algae 3¢-hr chv 15.771




Py

CHEMICAL: Unknown 11:25:57 03/04/99
MOL WT : 482.72

MOL FOR

SMILES

ISOC-ID: -

FRAG-ID: 11 R A 3 5 3 4_ 4 o ‘
H-COUNT: 1 3_3 21 _2_ 3 3_ 1 222222 1_ 12 3 3 13 332
—————————— el e e e i et e aiee T & Ty U,

Class | Type | Contribution Description | Comment | value
__________ bmmmem - el
FRAGMENT # 1 : A PRIORI -3.000
FRAGMENT # 2 ' MEASURED -2.670
FRAGMENT # 3 ] ~ MEASURED -2.670
FRAGMENT # 4 , A PRIORI -3.000
ISCLATING |CARBONM ! 4.6890
EXFRAGMENT | BRANCI (Chain) ~-1.040
EXFRAGMENT | BRANCF (Group) -0.440
EXFRAGMENT | HYDROC 10.442
EXFRAGMENT | BONDS : :COMBINED) -2.04¢0
SCREEN NOTE - 0.000
—————————— i e e i i R
RESULT | v3.3 |Possibly low due to hydrophillic overla| ESTIMATE | 0.262

Press ENTER to continue. ..

/2
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